The title compound, methyl 2-cyano-3,11-dioxo-urs-1,12-dien-24-oate (C32H43N1O4), crystallizes in the orthorhombic space group P212121 with the following unit-cell parameters: a = 7.8862 (2) , b = 17.6554 (3) , c = 20.0326(5)Å, Z = 4. The crystal structure was solved by direct methods, and refined by full-matrix least-squares procedures to a final R-value of 0.0365 for 4164 observed reflections. The dihedral angle between the ester moiety and ring A is 83.9(1)˚. Rings B, D and E exist in chair conformations, while rings A and C adopt sofa conformations. The ring junctions A/B and B/C are trans fused, while ring junctions C/D and D/E are quasi-trans and cis, respectively. The methyl carbons located at various positions are significantly deviated above and below the plane of the molecule. The crystal structure is stabilized by intra and intermolecular C-H·O hydrogen bonds. 3,11-dioxo-urs-1,12-dien-24-oate, which displayed significant cytotoxicity against different human cancer cell lines, as reported recently, was prepared as shown in Fig. 1 4 and KBA was isolated in a way analogous to an earlier reported method. 1 Single crystals of the compound were grown by a slow evaporation technique using ethyl acetate as the solvent system. Because of the absence of any significant anomalous scatterers in the compound, the absolute configuration of the molecule has not been determined by an X-ray diffraction experiment, and the assumed chirality of the molecule was determined from the parent molecule. 1 The crystallographic data are summarized in Table 1 . Selected bond lengths, bond angles and endocyclic torsion angles are given in Table 2S . An ORTEP view of the molecule, indicating the atom numbering scheme, is shown in Fig. 2 .
The molecule comprises five six-membered rings, which are labelled as A, B, C, D and E, respectively. The bond distances and bond angles are in agreement with values observed for some analogous triterpene derivatives, 5 8 and acetyl b-boswellic acid. 5 Ring A exists in a sofa conformation [the asymmetry parameter is DCs(C2-C5) = 1.46]. The shape of ring B is close to the chair conformation. Distortion from the ideal form could be expressed as being due to the loss of rotational symmetry [DC2 (C6-C7) = 14.24] with the retention of perpendicular mirror symmetry through atoms C5 and C8 [DCs (C5-C8) = 6.82]. Atoms C5 and C8 are situated at 0.710(2) and -0.571(2) Å, respectively, above and below the plane defined by the other four ring atoms. Ring-C is in a sofa conformation [the asymmetry parameter being DCs (C8-C12) = 6.67]. Ring-D has a chair conformation. Distortion from the ideal form could be expressed as being due to a loss of mirror symmetry through atoms [DCs (C15-C18) = 18.53] with the retention of perpendicular rotational symmetry through bonds C13-C14 and C16-C17 [DC2 (C13-C14) = 4.99]. Ring-E adopts the normal chair conformation with the best rotational axis bisecting the C17-C18 and C20-C21 bonds, with DC2 = 6.54. The best mirror plane passes through C20-C17 with DCs = 1.08. Atoms C17 and C20 are displaced by -0.583(2) and 0.723(2)Å, respectively, below and above the plane defined by the other four ring atoms. The ring junctions A/B and B/C are trans fused. The C/D and D/E junctions are quasi-trans and cis, respectively. The dihedral angle between the mean plane formed by the methyl ester group and ring-A is 83.9(1)˚, which indicates that the ester group is almost perpendicular to the plane of ring-A.
Newman projections along the bonds, C5-C10, C8-C9, C13-C14 and C17-C18, involved in ring fusion are shown in Fig. 3S . The mutual orientation of the C9-H9 and C8-C26 bonds as well as that of the C5-H51 and C10-C25 bonds is antiperiplanar, whereas the orientations of the C18-H181 and C17-C28 bonds are syn-clinal.
The C27-H271·O11 intermolecular interaction is responsible for the formation of a dimer, and the dimers are further connected via C15-H151·O3 hydrogen bond-forming dimer chains. The C15-H151·O3 hydrogen bond involving the second molecule of the dimer joins the dimer chains into sheets, generating a supramolecular structure. Details of the C-H·O hydrogen bonds are given in Table 3S .
